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Figure S1.'"H-NMR (400 MHz, DMSO-ds) spectrum of 2
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Figure S2. 3C-NMR (400 MHz, DMSO-ds) spectrum of 2
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Figure S3. HRMS spectrum of 2
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Figure S4."H-NMR (400 MHz, DMSO-ds) spectrum of 3
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Figure §5. 3C-NMR (400 MHz, DMSO-ds) spectrum of 3
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Figure S6. HRMS spectrum of 3



]
e
800

Ee
a8
&
(387
fim
s
37
0
1

4

4

5000
14000
3000
2000
| | l
L JU A ‘L JWUTL A ,.z'l“.k Lo
2 ® s = 8 za g
= B = 3 = b ~ ~1000
100 a5 20 BS 8.0 7.5 2.0 65 6.0 55 50 45 4.0 35 30 25 20
f1 (ppm)

Figure S7.'H-NMR (400 MHz, DMSO-ds) spectrum of 4
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Figure §8.13C-NMR (400 MHz, DMSO-ds) spectrum of 4

Inrenssf +MS, 0.8-0.8min #(47-49)|

%1087
1.0

1 448 1987

0.8+
0.6+
04+

0.2+
| 138.0758

o
i T T e - T T T T T
200 400 600 800 1000 1200 1400 mz

0.0—

Meas.m/z # Formula Score mfz err[ppm] Meanerr [ppm] mSigma rdb e Conf N-Rule

Figure S9. HRMS spectrum of 4
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Figure 510. 'H-NMR (400 MHz, DMSO-ds) spectrum of 5
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Figure S11. ®*C-NMR (400 MHz, DMSO-ds) spectrum of 5
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Figure S12. HRMS spectrum of 5
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Figure S14. ®*C-NMR (400 MHz, DMSO-ds) spectrum of 6
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Figure S15. HRMS spectrum of 6
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Figure 517. BC-NMR (400 MHz, DMSO-ds) spectrum of 7
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Figure S18. HRMS spectrum of 7
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Figure S26. 3C-NMR (400 MHz, DMSO-ds) spectrum of 10
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Figure S29. 3C-NMR (400 MHz, DMSO-ds) spectrum of 11
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Figure S32. BC-NMR (400 MHz, DMSO-ds) spectrum of 12a

Intens.
x108
15
370.1337
10
05
il ol l 498.2247 867.0774
0.0kl B S et

200 400 600 800 1000

Meas. m/z # Formula Score mz err

[ppm]

370.1337 1 C14H20N507 46.35 370.1357 54

2 C12H18N8OB 100.00 370.1344 18

3 C13H24NO M 94.36 370.1344 18

4 C13H14N1202 4021 370.1357 54

5 C11H12N150 9247 370.1344 18

6 C10H16N1105 87.80 370.1330 -1.9

7 C11H22N4010 81.79 370.1330 -1.8

8 C17TH24NOBS 36.67 370.1319 5.0

9 C18H18NBOS 35.14 370.1319 5.0

10 C18H20N502S 68.23 370.1332 -14

Figure $33. HRMS spectrum of 12a
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Figure S34.'H-NMR (400 MHz, DMSO-ds) spectrum of 12b

90000

W

1349

8% s R 2
]
| 85000

e
— 16757
15863
— 4881
13389

<

O N—NH -
/VL FS 55000
N N

50000

S” "NH, 5000
40000
35000
30000
25000

20000

180 170 160 150 140 130 120 10 100 %0 80 B 60 50 @ 30
1 (ppm)

Figure S35. 3C-NMR (400 MHz, DMSO-ds) spectrum of 12b

Intens. +MS, 0.8-1.4min #(47-80)
x106
3 400,1272
197.0743
2
1
’ 617.1931
| 799.2443
o ¢ ll ]l‘ 4 L 911.2271 . . '4
200 400 600 800 1000 1200 1400 mz
Meas. m/z # Formula Score miz er  Mean mSigm db e~ N-R
[ppm) err a Conf ule
[ppm]
197.0743 1 C7TH1INSS 54.92 197.0730 -6.8 -8.5 79 5.0 odd ok
2 C9H13N20OS 100.00 197.0743 0.1 03 121 45 even ok
386.1100 1 C16H18N8S2 75.60 386.1090 26 25 98 120 odd ok
2 C14HBN15 41.03 386,1082 -4.9 46 19 185 even ok
3 C16H10N120 91.88 386.1005 -1.4 -1.1 126 18.0 odd ok
4 C18H20N50S2 100.00 386.1104 0.9 1.0 13.0 115 even ok

Figure 536. HRMS spectrum of 12b
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Figure S37.'H-NMR (400 MHz, DMSO-ds) spectrum of 13
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Figure S38. 3C-NMR (400 MHz, DMSO-ds) spectrum of 13

Intens. +MS, 0.9-1.3min #53-75)
x105
e 484.1110
4
B 189.0999
2670765 l l 867.0768
P LW T P A o L gy el | B e S St TGP |
200 400 600 800 1000 1200 1400 mz
Meas. m/z # Formula Score miz er Mean mSig rdb e~ N-R
[ppm] err ma Conf ule
[ppm]
484.1110 1 C15H14N1503S 9543 484.1119 19 17 14 165 even ok
2 C16H20N80O8S 91.05 484.1119 19 18 137 1.0 odd ok
3 C17H26NO13S 84.32 484.1119 19 19 174 55 even ok
4 C21H26NO8S2 49.27 484.1094 33 33 27 95 even ok
5 C15H24N4012S 95.35 484.1108 09 0.9 230 60 odd ok
6 C20H20N803S2 4874 484.1094 33 34 230 150 odd ok
7 C21H18N509 63.08 484.1099 23 06 250 155 even ok
8 C23H20N2010 100.00 484.1112 04 22 252 150 odd ok
9 C2H22N504S2 91.27 484.1108 05 06 284 145 even ok

Figure 539. HRMS spectrum of 13



585 8 3% F12000
S 7

6%
Tem
—524

F11000

10000

F8000

7000

a5 40 35 30 25 20 15 1.0
1 (ppm)

Figure S40.'H-NMR (400 MHz, DMSO-ds) spectrum of 14
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Figure S41. ®C-NMR (400 MHz, DMSO-ds) spectrum of 14

Intens. | +MS. 0.6-1.1min #(52-64]]
x108]
41
] 413.1660
2]
: 825.3224
2] 4902013
q }
ol | Ly 702.2522 h L
200 400 600 800 1000 1200 1400 miz
Meas. m/z # Formula Score miz er Mean mSigm rdb e N-R
[ppm] err a Conf ule
[ppm]
413.1660 1 C28H21N20 100.00 413.1648 27 04 628 205 even ok
2 C21H25N403S 16.17 4131842 43 33 973 115 even ok

Figure S42. HRMS spectrum of 14
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Figure S43.'H-NMR (400 MHz, DMSO-ds) spectrum of 15
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Figure 544. BC-NMR (400 MHz, DMSO-ds) spectrum of 15

Intens, +MS, 0.9-1.1min #(50-66)
x108
384.1500
3
2
1
l L 789.2728
185.1150 i . ,
200 400 600 800 1000 1200 1400 mz
Meas.m/z # Formula Score miz err[ppm] Meanerr[ppm] mSigma rdb e Conf N-Rule
384.1500 1 C27H18N3  100.00 384.1495 -2 04 76 205 even ok

Figure 545. HRMS spectrum of 15
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Figure S46.'H-NMR (400 MHz, DMSO-ds) spectrum of 16
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Figure S47. BC-NMR (400 MHz, DMSO-ds) spectrum of 16

Intens. { +MS, 0.8-1.1min #(50-65)|
x108]
] 445.1708
3l
2
1] 889.3322
185.1148 { 1L
200 400 600 800 1000 1200 1400 mz
Meas. m/z # Formula Score miz er Mean mSig rdb e N-R
[ppm] er ma Conf ule
[ppm]
445.1708 1 C33H21N2 100.00 445.1609 -1.8 03 184 245 even ok
889.3322 1 C45HS3N4013S 100.00 889.3324 03 09 68 215 even ok
2 C42H45N1407S 6367 889.3311 12 07 88 275 even ok

Figure 548. HRMS spectrum of 16
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Figure S50. 3C-NMR (400 MHz, DMSO-ds) spectrum of 17

Intens. +MS, 0.9-1.1min #(52-67)

x108
525.0782
08
06
04
02 185.1150

oLl Lidl wer e |

200 400 600 800 1000 1200 1400 mz

Meas. m/z # Formula Score miz er Mean mSigm db e N-R

[ppm] er a Conf ule

[ppm]

523.0799 1 C24H28BrO6S 61.81 523.0784 -28 -3.0 164 105 even ok

2 C20H28BrO 11 7293 523.0810 20 23 211 65 even ok

3 C18H24BrN10S2 87.55 523.0805 1.1 08 244 115 even ok

4 C18H11N1208 3978 523.0817 35 38 254 195 even ok

5 C25H24BrN402S 100.00 523.0798 -02 -04 272 155 even ok

6 C17H20BrN1005 89.81 523.0796 086 03 283 125 even ok

7 C18H16BrN140 61.11 523.0809 20 22 291 175 even ok

8 C17H28BrN604S2 68.60 523.0791 -15 -1.7 300 65 even ok

9 C21H32BrO6S2 3298 523.0818 36 34 306 55 even ok

10 C16H24BrN6O¢9 34.19 523.0783 -31 29 366 75 even ok

11 C29H11IN6OS 2448 523.0785 -26 23 544 275 even ok

12 C30H7N100 3479 523.0799 -0.1 03 846 325 even ok

Figure S51. HRMS spectrum of 17
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Figure S52.'H-NMR (400 MHz, DMSO-ds) spectrum of 18
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Figure S53. 3C-NMR (400 MHz, DMSO-ds) spectrum of 18

Intens. | +MS, 0.8-0.8min #(d48-49)|
x105
4 450.1853
o
2
1220064
o 1l 282.2791 | 708.5118 822.7536 _ 979.2824 1
200 400 600 800 1000 1200 1400 mz
Meas. m/z # Formula Score mwz er Mean mSig rdb e~ N-R
[ppm] er ma Conf ule
[ppm]
459.1853 1 C21H310M 99.63 450.1861 16 27 167 65 even ok
2 C19H19N140 100.00 459.1861 18 24 168 175 even ok
3 C20H25N708 98.87 459.1861 18 24 172 120 odd ok
4 C24H25N70S 4949 4501838 38 41 197 160 odd ok
5 C25H3106S 4896 459.1836 38 40 204 105 even ok
6 C18H23N1005 9163 459.1847 13 05 237 125 even ok
7 C19H29N3010 9080  459.1847 13 05 243 70 odd ok
8 C28H27TN402S 94,83 459.1849 09 11 26.1 155 even ok

Figure S54. HRMS spectrum of 18
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Figure S55.'H-NMR (400 MHz, DMSO-ds) spectrum of 19
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Figure S56. 3C-NMR (400 MHz, DMSO-ds) spectrum of 19

Intens. { +MS, 0.8-0.8min #(46-47
x105]
475.1802
1 122.0063
o 1 329.0083 L ezajazz 7712850 1011,2721
200 400 600 800 1000 1200 1400 mz
Meas. m/z # Formula Score mz er Mean mSig rdb e~ N-R
[ppm] err ma Conf ule
[ppm]
475.1802 1 C21H31012 96.70 475.1810 18 26 144 65 even ok
2 C20H25N707 95.73 475.1810 18 26 15.0 120 odd ok
3 C19H19N1402 95.62 475.1810 1.7 25 152 175 even ok
4 C17H17IN170 100.00 475.1796 -1.1 -03 209 180 odd ok
5 C18H23N1006 99.12 4751797 -11 -03 214 125 even ok
6 C25H3107S 50.31 475.1785 -35 -37 214 105 even ok
7 C19H29N3O M 98.40 475.1797 -11 -0.3 218 70 odd ok
8 C24H25N702S 49.20 475.1785 35 -38 223 160 odd ok
9 C17H27N6O 10 3831 475.1783 -39 -31 277 75 even ok
10 C26H27N403S 92.92 4751798 -0.7 -0.9 280 155 even ok

Figure S57. HRMS spectrum of 19
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Figure S58.'H-NMR (400 MHz, DMSO-ds) spectrum of 20
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Figure S59. 3C-NMR (400 MHz, DMSO-ds) spectrum of 20

Intens. +MS, 0.8-1.1min #50-67)|

x10
125 479.1306
1.00
075
0.50
0.25
185.1149
686.2572

s " Ul 2 957.2529 4

200 400 800 1000 1200 1400 mz

Meas. m/z # Formula Score miz er Mean mSigm rdb e N-R

[ppm] er a Conf ule

[ppm]

445.1604 1 C24H2006S 5434 445.1679 -33 -35 170 105 even ok

2 C18H17TN140 6865  445.1704 23 30 199 175 even ok

3 C25H25N402S 10000 4451693 03 06 222 155 even ok

4 C20H20011 6437 4451704 23 31 26 65 even ok

5 C17H21N1005 8027 4451691 0.7 0.1 283 125 even ok

6 C18H25N10S2 67.04 4451700 12 09 317 115 even ok

7 C17H29N80O4S2 4988 4451688  -18 21 380 65 even ok

8 C21H3306S2 2497 4451713 42 40 380 55 even ok

9 C33H2IN2 30.92 445.1699 1.1 22 509 245 even ok

10 C27H26CIN202 025 4451677 -38 -39 1444 155 even ok

11 C24H30CIN202S 022 4451711 38 37 1467 105 even ok

12 C20H26CIN8S 019 4451684 23  -24 1553 115 even ok

479.1306 1 C18H16CIN140 €331  470.1315 18 21 166 175 even ok

2 C17H20CIN10OS 100.00 479.1301 -10 06 216 125 even ok

3 C19H1IN160 7699 4791296 21 -18 218 225 ewen ok

Figure 560. HRMS spectrum of 20
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Figure S61. 'H-NMR (400 MHz, DMSO-ds) spectrum of 21
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Figure S62. ®C-NMR (400 MHz, DMSO-ds) spectrum of 21

Intens. +MS, 0.8-1.2min #(47-71
x105
189.0002 463.1601
15
385.0542
1.0
626.0647
ok 287.0768 408 se7.780
1161.0082
Ll N
ooludad Ny 1 A i O R NN DR TR R WU e o i e e
200 400 600 800 1000 1200 1400 mz
Meas. m/z # Formula Score miz er Mea mSig rdb e N-R
[ppm  nemr ma Conf ule
] [ppm
)|
189.0992 1 C4H10FNS8 8461 189.1007 79 8.0 16.3 35 even ok
2 CBH13N40O3 8239 189.0982 52 5.1 193 25 even ok
3 C8HISNO4 100.00 189.0996 19 20 254 20 odd ok

Figure 563. HRMS spectrum of 21
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Figure S64.'H-NMR (400 MHz, DMSO-ds) spectrum of 22
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Figure S65. 3C-NMR (400 MHz, DMSO-ds) spectrum of 22

Intens | +MS, 0.8-1.2min #(47-73)
x105] |
1 1
vs] 189.1000
] 385.0536
104 528.0885
1 626.0854
os] 2870765 7240423  867.0772
] 1161.0100
ooludad l Lid bl ) i L n LLM hdltgd b {
200 400 600 800 1000 1200 1400 mwz
Meas. m'z # Formula Score miz er Mean mSigm rdb e N-R
[ppm] er a Conf ule
[ppm]
32 C34H3N4O 021 4830301 04 D2 1581 355 ewn ok
33 C36HS5NO2 0.08 483.0315 24 26 1648 350 odd ok
490.1542 1 C23H22N8O3S 60.88 4901530  -24 28 97 170 odd ok
2 C25H24N504S 100.00 4901544 03 -1 107 165 ewen ok

Figure S66. HRMS spectrum of 22
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Figure S67.'H-NMR (400 MHz, DMSO-ds) spectrum of 23
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Figure S68. ®*C-NMR (400 MHz, DMSO-ds) spectrum of 23

“+MS. 0.8-1.2min #(49-71)]

461.1653

00 1220063227.1254 L 219220 i
200 400 600 800 1000 1200 1400 miz
Meas. m/z # Formula Score miz er Mean mSig rdb e N-R
[ppm] er ma Conf ule

[ppm]
461.1653 1 C25H25N403S 69.71 461.1642 -24 -24 19.8 155 even ok
2 C27TH27TNO4S 100.00 461.1655 05 06 231 150 odd ok
3 C20H19N1103 52.90 461.1667 3.0 39 237 170 odd ok
4 C21H25N408 4879 461.1667 31 41 270 115 even ok
5 C28H23NSS 4203 461.1669 34 35 284 200 odd ok

Figure 569. HRMS spectrum of 23
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Figure S70.'H-NMR (400 MHz, DMSO-ds) spectrum of 24
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Figure S71. ®*C-NMR (400 MHz, DMSO-ds) spectrum of 24

Intens. | +MS, 0.8-0.8min #(48-50,
x105
L | 495.1849
4
24
71111.0206
5 | 327.0076 . 663.2417
e e T . . - -
200 400 600 800 1000 1200 1400 miz
Meas. m/z # Formula Score miz er Mean mSig rdb e N-R
[ppm] er ma Conf ule
[ppm]
4951849 1 C24H310M1 66.32 495.1861 24 33 126 95 even ok
2 C23H25N706 65.97 495.1861 24 31 13.1 150 odd ok
3 C22H19N140 63.14 495.1861 24 30 154 205 even ok
4 C20H17N17 100.00 495.1847 -0.3 03 183 210 odd ok
5 C21H23N1005 97.99 495.1847 03 04 19.4 155 even ok
6 C22H29N3010 96.70 495.1847 -03 06 201 100 odd ok
7 C28H3106S 4875 495.1836 27 -3.0 237 135 even ok
8 C27TH25N70S 4817 495.1836 27 3.0 24.0 190 odd ok
9 C20H27N6O9 3945 4951834 -3.0 -22 277 105 even ok
10 C20H27N402S 80.22 495.1849 0.0 07 306 185 even ok

Figure S72. HRMS spectrum of 24
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Figure S74. C-NMR (400 MHz, DMSO-ds) spectrum of 25

x108
1.25 501.1963
1.00
075
050
025
-— 122,0966 327.0077 I

200 400 600 800 1000 1200 1400 miz

Meas. m/z # Formula Score miz err Mean mSig rdb e N-R

ppm] err ma Conf ule

ppm]

501.1963 1 C24H20N408 4877 501.1880 35 43 49 125 even ok

2 C22H2IN707 10000  501.1966 08 15 86 130 odd ok

3 C23H33012 9767  501.1067 08 17 97 75 even ok

4 C21H2IN1402 9792 5011966 08 14 98 185 even ok

5§ C23H23N1103 4420 501.1980 34 41 104 180 odd ok

6 C19H19N170 6685 5011953 19  -13 145 190 odd ok

7 C20H25N1006 6613 5011953 19 12 152 135 even ok

8 C21H31N30 1 6611 5011953 19 10 153 80 odd ok

9 C28H20N403S 4738 5011955 15 18 342 165 even ok

Figure S75. HRMS spectrum of 25
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Figure S76.'H-NMR (400 MHz, DMSO-ds) spectrum of 26
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Figure S77.3C-NMR (400 MHz, DMSO-ds) spectrum of 26

Intens +MS, 0.8-1.2min #(46-70)|
x108
257 289.1790
204
159
1.04
517.2534
0.54
134.0084 \. | .
0.0 | T L |
200 400 600 800 1000 1200 1400 miz
Meas. m/z # Formula Score miz emr  Mean mSig rdb e~ N-R
[ppm] err ma Conf ule
[ppm]
248.1397 1 G13H1BN302 100.00 248.1394 1.3 1.0 66 6.5 even ok
270.1213 1 C10H16N504 55.55 2701197 6.1 58 29 55 even ok
2 C11HIZNG 100.00 270.1210 -1 -0.8 123 105 even ok
276.1708 1 C15H22N302 100.00 276.1707 0.2 04 105 6.5 even ok
269.1790 1 C16H22N302 100.00 289.1790 0.2 0.1 232 7.5 even ok

Figure S78. HRMS spectrum of 26
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Figure S79.'H-NMR (400 MHz, DMSO-ds) spectrum of 27a
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Figure S80. 3C-NMR (400 MHz, DMSO-ds) spectrum of 27a

Intens. | +MS, 0.8-1.2min #(49-71)|
x106
3] 339.1467
2]
677.2838
1 204.0766
L l 554.2142
0 A A A
200 400 600 800 1000 1200 1400 mz
Meas. m/z # Formula Score miz err  Mean mSigm rdb e~ N-R
[ppm) err a Conf ule
[ppm]
136.0756 1 CBH1ONO 100.00 136.0757 03 05 34 45 even ok
204.0766 1 C10H10N30O2 100.00 204.0768 05 0.7 127 75 even ok
339.1467 1 C4H1IN20 100.00 330.1470 10 08 708 95 even ok
2 C18H19N403 19.25 339.1452 44 2.9 949 115 even ok

Figure S81. HRMS spectrum of 27a
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Figure S82.'H-NMR (400 MHz, DMSO-ds) spectrum of 27b
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x108]
34 420.1929
2
|
| 734.3085
§ 189.1002294.1237 857.3771
200 400 600 800 1000 1200 1400 mwz
Meas.miz # Formula Score m/z er[ppm] Meaner[ppm] mSigma rdb € Conf N-Rule
4201928 1 C27H27TNO4 100.00 429.1935 13 19 63 150 odd ok
2 C25H25N403 8683 429.1921 -1.8 -13 79 155 even ok
3 C28H23NS 3835 429.1948 44 49 137 200 odd ok

Figure 584. HRMS spectrum of 27b
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Figure S85.'H-NMR (400 MHz, DMSO-ds) spectrum of 28
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Figure 586. 3C-NMR (400 MHz, DMSO-ds) spectrum of 28

Intens. | +MS, 0.8-0.8min #(46-47)
x105
61

302.1501
4
24
167.0814
ol 1LLL 5041605 8227531 o . ‘

200 400 600 800 1000 1200 1400 miz

Meas.m/z # Formula Score m/z err[ppm] Meaner[ppm] mSigma rdb e Conf N-Rule

3021501 1 C14H18N602 5445 302.1486 5.1 49 140 90 odd ok

2 C16H20N303 10000 3021499 0.7 04 203 85 even ok

3 C18H2204 5334 302.1513 38 41 266 80 odd ok

Figure S87. HRMS spectrum of 28
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Figure 589. 3C-NMR (400 MHz, DMSO-ds) spectrum of 29

Intens. +MS, 0.8-0.8min #(47-48)
x105
4 318.1273
3
2
1
111.0207
|
A il Ll smojes _eays
ey . . . -
200 400 600 800 1000 1200 1400 miz
Meas. m/z # Formula Score miz err Mean  mSig rdb e N-R
[ppm] err ma Conf ule
[ppm]
318.1273 1 C14H18NGBOS 53.07 318.1257 4.9 -5.0 123 9.0 odd ok
2 C186H20N302S 100.00 318.1271 -0.7 -0.7 17.8 85 even ok
3 C18H2203S 56.92 318.1284 35 35 229 8.0 odd ok
4 C10H1BNGOSG 60.01 318.1282 29 38 252 50 odd ok

Figure 590. HRMS spectrum of 29
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Figure S91. 'H-NMR (400 MHz, DMSO-ds) spectrum of 30
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Figure 5§92. BC-NMR (400 MHz, DMSO-ds) spectrum of 30

Intens. ] +MS, 0.8-0.8min #(48-49)|
x1067
1.257
| 332.1431
1.00
0.75
0.507
0.259
1 197.0742
PR ST P 661.2615 8227530
200 400 600 800 1000 1200 1400 miz
Meas. miz # Formula Score miz er  Mean  mSig rdb e N-R
[ppm] err ma Conf ule
[ppm)
332.1431 1 C11H20NG6O6 96.89 332.1439 25 32 128 50 odd ok
2 C10H14N130 95.01 332.1439 25 34 14.1 105 even ok
3 C9H1BNBOS 100.00 3321425 16 -0.8 192 55 even ok
4 C15H20NGOS 47.80 332.1414 -5.0 6.0 217 9.0 odd ok
§ C10H24N2010 9145 332.1425 15 0.7 234 0.0 odd ok
6 C17H22N302S 89.83 3321427 1.0 -1.0 278 85 even ok

Figure 593. HRMS spectrum of 30
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Figure S94. 'H-NMR (400 MHz, DMSO-ds) spectrum of 31
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Figure 595. 3C-NMR (400 MHz, DMSO-ds) spectrum of 31

Intens._ [ +MS, 0.8-0.8min #{48-49)

x108 |
101 3121710

0.8
061
0.4
024

oo:-m 0204 Imn 500.2649  645.3148 8227531 . B i i ) 4

200 400 600 800 1000 1200 1400 miz

Meas.mz # Formula Score m/z er[ppm] Meaner[ppm] mSigma rdb e Conf N-Rule

3121710 1 C18H20N6O 5245 3121693 55 52 155 100 odd ok

2 C18H22N302 10000 312.1707 12 09 217 95 even ok

3 C20H2403 6302 312.1720 31 35 281 90 odd ok

Figure 596. HRMS spectrum of 31
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Figure S98. 3C-NMR (400 MHz, DMSO-ds) spectrum of 32

Intens. | +MS, 0.8min #(47)|
x108
101 326.1864
0.81
061
0.4+
02 191.1177 |
ool | 528.2070 649.3498  808.7373 R . . {
200 400 600 800 1000 1200 1400 mz
Meas.m/z # Formula Score m/z err[ppm] Meaner[ppm] mSigma rdb e Conf N-Rule
3261864 1 C17H2NB6O 5584 326.1850 45 -4 155 100 odd ok
2 C19H24N302 10000 326.1863 04 02 20 95 even ok
3 C21H2603 4931 326.1876 37 40 285 90 odd ok

Figure 599. HRMS spectrum of 32
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Figure S100. 'H-NMR (400 MHz, DMSO-ds) spectrum of 33

o

T pov NrNE i N 2ay M
N
—
Ay
H H
NH,
,
| |
‘ | l“{ } J
o e 150 w0 130 10 1o 10 S0 s 0 6
1 (ppm)

Figure S101. ®*C-NMR (400 MHz, DMSO-ds) spectrum of 33
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1
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ol——t :
200 400 600 800 1000 mz
Meas. m/z # Formula Score m/iz er Mean N-R
[ppm] ule
[ppm]
327.1842 1 C23H23N2 100.00 327.1856 42 ok
2 C20H25NO3 11.60 327.1829 40 ok
3 C8BH19N14O 0.02 327.1861 58 ok
4 C8H17N17 0.03 327.1847 1.7 ok
5 ok

C9H25N706 0.01 327.1861 58

Figure 5102. HRMS spectrum of 33
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Figure S104. 3C-NMR (400 MHz, DMSO-de) spectrum of 34

Intens. +MS, 0.8-1.2min #(49-72)
x108]
| 327.1835
2 ‘
1 |
1 192.1132
) J 6753383
ol 1 (ki Ll =
200 400 600 800 1000 1200 1400 miz
Meas. m/iz # Formula Score m/iz err[ppm] Meanerr[ppm] mSigma rdb e Conf N-Rule
3271835 1 C20H25NO3 100.00 327.1829 -18 0.0 151.0 9.0 odd ok
2 C18H23N402 2876 327.1816 -5.9 4.1 1572 95 even ok

Figure 5105. HRMS spectrum of 34
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Figure 5106. 'H-NMR (400 MHz, DMSO-ds) spectrum of 35
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Figure $107. 3C-NMR (400 MHz, DMSO-ds) spectrum of 35

Intens. [ +MS, 0.8-0.8min #(47-48)
x105]
| 372.1021
&4
4
24
111.0205 l | 6203073 7653578
0 doea U 1 |
200 400 600 800 1000 1200 1400 mz
Meas.mz # Formula Score m/iz erm[ppm] Meanerr[ppm] mSigma rdb e Conf N-Rule
3721821 1 C18H24N6O3 5393 372.1904 44 <40 187 100 odd ok
2 C20H26N304 10000 372.1918 07 04 250 95 even ok
3 C2H2805 5728 372.1931 29 32 314 90 odd ok
4 C21H2N7 4646 3721931 29 32 306 145 even ok

Figure 5108. HRMS spectrum of 35
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Figure 5109.'H-NMR (400 MHz, DMSO-ds) spectrum of 36
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Figure S110. *C-NMR (400 MHz, DMSO-ds) spectrum of 36

Intens.
x108.
362.1869
0.84
064
04
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111.0205 27,1183 L 7453472
00,,L‘ e i » i
200 400 600 800 1000
Meas.m/z # Formula Score m/z  err [ppm] Mean err [ppm]
3621869 1 C20H22N6O 4960 362.1850 -5.4 -5.2
2 C22H24N302 100.00 362.1863 -1.7 -15
3 C24H2603 8162 362.1876 20 22

Figure S111. HRMS spectrum of 36

+MS, 0.8-0.8min #(46-47)|

v T T
1200 1400 miz

mSigma rdb e Conf N-Rule
188 13.0 odd ok
252 125 even ok
317 120 odd ok
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Figure S113. 3C-NMR (400 MHz, DMSO-ds) spectrum of 37
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1.001
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0.254
o00d m EZDs 22711352 l 600.2966 723.3641 . ) -
200 400 600 800 1000
Meas.m/z # Formula Score m/z err [ppm] Mean err [ppm]
3621868 1 C20H22N6O 5132 362.1850 -5.2 -5.0
2 C22H24N302 100.00 362.1863 -1.5 -12
3 C24H2603 7362 362.1876 22 25

Figure 5114. HRMS spectrum of 37
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Figure S116. 3C-NMR (400 MHz, DMSO-de) spectrum of 38

Intens. +MS, 0.8-1.3min £(46-77)|
x106
34 354.1844
2]
220.0969
729.3379
1-
136.0757
| 500.2652 |
0 o T ™ T r T
200 400 600 800 1000 1200 1400 mz
Meas. m/z # Formula Score miz er Mean mSigm db e N-R
[ppm] err a Conf ule
ppm)
220.0969 1 C10H12N402 55.87 220.0955 64 63 116 7.0 odd ok
2 C12H14NO3 100.00 220.0068 -03 -0.2 17.9 6.5 even ok
354.1844 1 C25H24NO 100.00 354.1852 23 59 286.9 145 even ok
2 C23H22N4 54.60 354.1839 -1.5 20 2932 150 odd ok
3 C22H2604 4.08 354.1826 53 17 3076 10.0 odd ok
4 C10H20N1302 0.01 354.1857 37 70 356.1 75 even ok
5 C8H18N160 0.01 354.1844 0.1 21 3630 80 odd ok

Figure S117. HRMS spectrum of 38
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Figure S118.'H-NMR (400 MHz, DMSO-ds) spectrum of 39
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Figure 5119. 3*C-NMR (400 MHz, DMSO-ds) spectrum of 39

Intens, +MS, 0.8-1.1min #(50-68)
%1082
4
J 3401299
1 701.2805
3
20
1
Jg7.0760 ‘Tﬁ 2708 L 8eB.4Go0  1024.8000
0 " L. ool S . n " . . .
200 400 600 800 1000 1200 1400 miz
Meas.m/iz # Formula Score miz err[ppm] Meanerr[ppm] mSigma rdb & Conf N-Rule
3401209 1 C20H26N302 10000 3401280 -39 27 86.1 9.5 even ok
2 CUH26N90S 366 340.2051 54 63 1423 15 even ok
3621840 1 C17H24NG604 5730 3621823 48 486 19.3 85 even ok
2 Ci18H20MNQ 100.00 362.1836 -1.1 -1.0 203 135 even ok

Figure 5120. HRMS spectrum of 39



